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Table S1. '"H NMR (500 MHz, oy, multi, (J in Hz) and *C NMR (125 MHz) spectral
data of 1 and guttiferone Q

Epi-guttiferone Q (1) Gauttiferone Q
No. (Acetone-dy) (Methanol-d,)
ow, J (Hz) Oc? o, J (Hz) ow®, J (Hz) S
1 196.7 196.6
2 118.5 118.4
3 188.8 188.4
4 [3.41() 65.6 3.35(s) 67.7
5 48.8 483
6 [1.63(m) 41.8 1.78 (m) 42.1
e gn )J =73 43.1 421:8)6 e 42.9
1.60 (¢, J = 13.2)
65.1 64.9
208.2 208.0
10 198.7 198.3
11 138.5 139.5
12 |7.51(d,J=1.5) 129.5 | 7.57 (d, J="1.5) 7.56 (m) 129.7
13 |743(,J=1.5) 128.6 | 7.38 (1, J = 7.5) 7.40 (1, J=17.7) 128.9
14 |7.57(@J="15) 133.1 | 7.53 (t,J = 7.5) 7.54 m 133.3
15 (743 J="1.5) 128.6 | 7.38 (t,J = 7.5) 740 (1, J="1.7) 128.9
16 |7.51(d,J=1.5) 129.5 | 7.57 (d,J =1.5) 7.56 (m) 129.7
17 [1.00 (s) 18.2 | 0.94 (s) 0.93 (s) 18.4
18 }:Zg EZ; 393 124612 EZZ?J - 123, 39.8
4.1)

19 §j3§ % 2.7 ;32 EZ; 23.0
20 |5.14 (m) 125.2 | 5.09 (m) 5.12 (brt, J = 7.0) 125.4
21 132.0 - 132.5
2 [1.67 () 17.8 | 1.57 (s) 1.66 (s) 18.2
23 [1.68(5) 25.9 | 1.63 (s) 1.73 (s) 26.0
u e | s 0
25 (4.99 (m) 123.4 | 5.01 (m) 5.05 (brt, J = 6.5) 123.6
26 133.7 - 134.4
27 [1.56 (s) 18.0 | 1.61 (s) 1.60 (s) 17.8
28 [1.63(s) 25.9 | 1.67 (s) 1.69 (s) 25.9
29 ;:‘3‘2 EZ; 31.1 2.42 (m) 31.1
30 [5.23 (m) 121.0 | 5.16 (m) 5.18 (brt,J=1.3) 121.1




31 134.7 - 135.2
32 [1.62(s) 18.1 | 1.66 (s) 1.65 (s) 18.0
33 [1.74 (s) 26.2 | 1.71 (s) 1.70 (s) 26.2

agcetone-d,
bmethanol-d,

Table S2. 'H NMR (500 MHz, 8y, multi, (/ in Hz) and 3C NMR (125 MHz) data of
compounds 1 and 2 in acetone-ds.

1 2
No. (acetone-dp) (acetone-dy)
ou (ppm), J (Hz) |oc (ppm)| Ju (ppm), J (Hz) dc (ppm)
1 _ 196.7 _ 206.3
2 _ 118.5 _ 69.9
3 _ 188.8 — 43.4
4 3.41 (s) 65.6 _ 43.3
5 _ 48.8 _ 43.1
6 1.63 (m) 41.8 — 62.8
232(t,J=1.5
7 2F01 ) ) 43.1 — 195.2
8 _ 65.1 _ 121.0
9 _ 208.2 _ 191.8
2.76 (m, 1H)
10 - 198.7 2.57 (m. 1HD 26.2
11 _ 138.5 4.92 (m, 1H) 121.0
12 751(d,J=175) | 129.5 _ 134.9
13 743, J=15) | 1286 1.64 (s, 3H) 18.2
14 757(,J=175) | 133.1 1.64 (s, 3H) 26.2
15 743(t,J=175) | 128.6 0.86 (s, 3H) 14.3
16 751(d,J=175) | 129.5 _ 37.1
17 1.00 (s) 18.2 — 24.5
18 1:471(7) % 39.3 4.99 (s, 1H) 125.2
2.42 (m
19 - Em; 22.7 _ 133.0
20 5.14 (br s) 125.2 1.70 (s, 3H) 17.8
21 _ 132.0 1.56 (s, 3H) 25.6
22 1.67 (s) 17.8 _ 30.4
23 1.68 (s) 25.9 5.08 (m, 1H) 123.5
2.20 (m
24 [ Emi 28.8 _ 132.1




25 4.99 (brs) 123.4 1.69 (s, 3H) 25.8

26 - 133.7 1.59 (s, 3H) 18.1

27 1.56 (s) 18.0 — 198.6
28 1.63 (s) 25.9 — 138.3

2.49 (m

29 534 Emg 31.1 7.51(d,J=1.5,1H) 130.5
30 5.23 (brs) 121.0 7.42 (t,J="1.5, 1H) 129.6
31 - 134.7 7.57 (t,J="1.5, 1H) 133.3
32 1.62 (s) 18.1 742 (t,J="1.5, IH) 129.6
33 1.74 (s) 26.2 7.51(d,J=1.5,1H) 130.5

Table S3. 'H NMR (500 MHz, 6y, multi, (J in Hz) and 3C NMR (125 MHz) spectral

data comparison of compound 3 in acetone-dj.

3 Guttiferone K
No. (acetone-dy) (methanol-d,)
ou (ppm), J (Hz)  |dc (ppm)|  Ju (ppm), J (Hz) oc (ppm)
1 - 196.9 — 196.7
2 - 117.8 — 119.9
3 - 191.9 - 191.0
4 — 68.0 — 69.4
5 — 51.3 — 51.6
6 1.60 (m) 40.3 1.75 (m) 42.0
2.07 (m 2.03 (dd,J=13.3,3.3
7 1.44 gmg 42.8 1.44 Edd, J=13.3, 3.33 43.2
8 — 65.1 - 64.1
9 — 207.9 — 209.2
10 — 196.5 - 196.7
11 - 129.8 — 130.3
12 7.19 (d, J=2.0) 117.4 7.20 (d,J =2.1) 117.4
13 — 151.3 — 146.5
14 — 145.4 - 152.6
15 6.80 (d, J=8.0) 114.9 6.69 (d,J=8.4) 115.3
16 7.01 (dd, J=18.5, 2.0) 124.6 6.95 (dd,J=8.4,2.1) 125.1
2.79 (dd, J=14.5, 8.5 2.73 (dd,J=13.0,7.8
17 ( 2.68 (m) : 26.5 2.65 Edd, J=13.0, 4.33 26.7
18 4.92 (m) 121.4 4.88 (m) 121.5
19 - 134.2 — 135.2
20 1.70 (s) 18.3 1.69 (s) 18.5
21 1.66 (s) 25.9 1.62 (s) 26.4
22 0.86 (s) 17.8 0.81 (s) 16.4




1.81 (m
23 177 Em; 36.9 1.68 (m) 37.6

2.12 (m 2.07 (m
24 1,99 Emg 25.0 177 Em§ 30.2
25 5.01 (brt,J =6.8) 125.4 5.00 (brt, J=11.0) 123.7
26 - 131.9 - 134.7
27 1.66 (s) 18.2 1.67 (s) 18.3
28 1.60 (s) 25.9 1.57 (s) 26.0

2.55(m 251 (dd,J=14.5, 8.8
29 2.45 Em; 314 2.44, ((dd, J=145, 8.8)) 31.8
30 5.09 (brt,J=6.0) 120.9 510 (brt, J="17.1) 121.1
31 - 134.7 - 135.7
32 1.67 (s) 18.1 1.67 (s) 18.4
33 1.70 (s) 26.2 1.71 (s) 26.4
34 1.99 (m) 26.4 1.97 (m) 25.3
35 5.18 (brt,J=17.0) 123.5 5.04 (brt,J=6.9) 125.6
36 - 133.8 - 132.7
37 1.66 (s) 25.9 1.66 (s) 26.1
38 1.57 (s) 18.1 1.59 (s) 18.0

Table S4. '"H NMR (500 MHz, 6y, multi, (J in Hz) and 3C NMR (125 MHz) data of
compound 4 in acetone-d.

4 Hypersampsone I
No. (acetone-dy) (pyridine-ds)
Ou (ppm), J (Hz) dc (ppm) Ou (ppm), J (Hz) dc (ppm)
1 - 81.3 - 81.9
2 — 206.1 — 205.8
3 - 70.8 - 76.6
4a 2.52 (m) 2.72 (m)
29.2 2.56 (ddd, J=14.1, 29.0
44 2.32 (m) (9'4, 3.9)
50 1.78
1.82 (m) 42.2 (over load) 41.8
58 2.00 (m)
6 - 44.6 - 44.3
7 2.09 (m) 58.3 2.20 (m) 58.0
8a 2.32 (m) 2.25 (m)
29.3 1.55 28.9
86 1.80 (m) (over load)
9 2.40 (m) 43.9 2.14 (m) 435
10a 2.63 (m) 45.2 2.65 (dd,J=13.9,6.1) 45.1




10b 1.99 (m) 1.98 (m)
11 _ 69.3 _ 69.1
12 _ 206.4 _ 206.1
13 _ 51.2 _ 51.9
14 _ 206.1 _ 205.9
15 _ 193.4 _ 193.7
16 _ 134.7 _ 135.6
17 7.18 (d, J = 8.0) 129.8 7.54 (brd,J=1.8) 129.8
18 | 7.36 (dd, J = 16.0, 8.0) 128.7 7.37 (m) 128.5
19 7.47 (1, J=1.0) 132.7 7.40 (m) 132.5
20 | 7.36 (dd, J= 16.0, 8.0) 128.7 7.37 (m) 128.5
21 7.18 (d, J = 8.0) 129.8 7.54 (brd,J=1.8) 129.8
22 0.92 (s) 22.0 0.95 (s) 21.8
23 1.03 (s) 30.3 0.92 (s) 29.9
24a 2.63 (m) 2.86 (dd, J = 14.5,7.8)
24b 2.53 (m) 304 2.74 (m) 304
25 5.16 (m) 120.5 5.42 (1,1 = 6.5) 120.2
26 _ 138.2 _ 138.1
27 2.07 (m) 40.6 2.07 (m) 40.3
28 1.68 (s) 16.5 1.77 (s) 16.6
29 2.07 (m) 272 2.12 (m) 26.9
30 5.08 (d, J=1.5) 124.9 517 (brt,J=17.4) 124.6
31 _ 132.0 _ 131.4
32 1.64 (s) 25.4 1.66 (s) 25.8
33 1.58 (s) 17.7 1.56 (s) 17.7
34 1.44 (s) 25.4 1.58 (s5) 25.7
35 1.48 (s) 22.8 1.62 (s) 22.8

Table S5. '"H NMR (400 MHz, 6y, multi, (J in Hz) and '3C NMR (100 MHz) spectral
data comparison of compound 5 in CDCl;.

5 Sampsonione D
No. (CDCly) (CDCl3)
%4 (ppm), J (Hz) dc (ppm) | 9y (ppm),J(Hz) | oc (ppm)
1 - 80.8 — 80.8
2 - 203.8 — 203.9
3 — 73.9 — 73.9
4a, 2.64 (1H, m) 343 2.63 (1H,t,J=12.6) 344
4B 2.06 (1H, m) 2.08 (1H, dd,J=12.4, 8.8)
5B 3.15 (1H, m) 54.9 3.12(1H, dd, J=12.0, 8.9) 54.9
6 — 44.2 — 443
Ta. 2.03 (1H, m) 57.1 2.03 (1H, m) 57.2




80 2.29 (1H, m) 2.28 (1H, m)

28.8 28.9
3B 1.71 (1H, m) 1.71 (1H, m)
90 2.10-2.12 (1H, m) 43.8 2.13 (1H, m) 43.9
10a 2.52 (1H, m) 2.52 (1H, dd, J = 14.0, 8.6)

42.5 42.6
10b 1.89 (1H, m) 1.88 (1H, d, J = 14.1)
11 - 68.8 - 68.9
12 - 204.7 _ 204.7
13 - 50.6 _ 50.7
14 - 206.2 - 206.2
15 - 192.4 - 192.4
16 - 134.8 - 134.8
17 7.12 (1H, d, J=8.0) 128.8 711 (1H,d,J=17.7) 128.8
18 726 (1H,t,J=1.8) 127.9 7.26 (1H, £, J="7.9) 127.9
19 7.39 (1H, £, J=7.4) 131.9 7.39 (1H, ¢, J="17.7) 131.3
20 7.26 (1H, £,J=1.8) 127.9 7.26 (1H, £,J="7.9) 127.9
21 7.12 (1H, d, J = 8.0) 128.8 711 (1H,d,J=7.7) 128.8
22 _ 145.2 _ 145.2
)3 491 (1H, s) 1 4.91 (1H, s) s

4.84 (1H, s) 4.84 (1H, s)

24 1.80 (3H, s) 23.7 1.80 (3H, s) 23.8
25 0.87 (3H, s) 26.7 0.86 (3H, s) 26.7
26 0.93 (3H, s) 27.0 0.93 (3H, s) 27.0
27 2.16 (2H, m) 293 nd 29.3
28 5.11(1H, £, J=17.0) 118.9 5.11(1H, £, J=5.7) 118.9
29 - 138.2 - 138.3
30 1.95 (2H, m) 39.8 1.98 (2H, m) 39.5
31 1.66 (3H, s) 16.3 1.66 (3H, s) 16.3
32 2.03 (2H, m) 26.5 2.03 (2H, m) 26.5
33 5.05(1H, #,J=6.8) 124.0 5.05 (1H, £, J=4.3) 124.0
34 - 131.2 - 131.3
35 1.65 (3H, s) 25.6 1.65 (3H, s) 25.6
36 1.57 (3H, s) 17.5 1.57 (3H, s) 17.6
37 1.41 (3H, s) 22.7 1.40 (3H, s) 22.7
38 1.46 (3H, s) 25.1 1.46 (3H, s) 25.2

Table S6. '"H NMR (400 MHz, 6y, multi, (J in Hz) and 3C NMR (100 MHz) data of
compound 6 in CDCl;.
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Sampsonione H

No. (CDCly) (CDCly)
9y (ppm), J (Hz) dc (ppm) 9y (ppm), J (Hz) dc (ppm)
1 - 79.7 - 81.1
2 — 203.8 — 203.3
3 - 75.1 - 74.8
4o | 2.37(dd,J=11.4,7.6) 582 2.37 (dd,J=13.7,6.7) 79
43 2.43 (m) ' 2.43 (dd, J=13.7,7.0) '
Sa 1.75 (m) 1.72 (m)
58 1.75 (m) 427 1.72 (m) 424
6 — 44.5 — 442
7 1.95 (m) 55.6 1.92 (m) 55.3
8 1.92 (m) 1.92 (m)
843 1.75 (m) 238 1.72 (m) 235
9 2.10 (m) 42.5 2.07 (m) 42.2
10a | 2.50 (dd, J=10.8, 7.2) 353 2.50 (dd, J=14.4,5.3) 35.0
10b 2.21(d, J=16.4) ' 2.21(d, J=14.8) '
11 — 67.7 - 67.5
12 — 207.5 — 204.8
13 - 47.8 - 47.5
14 — 203.8 — 203.3
15 — 193.4 — 192.9
16 — 135.2 — 134.8
17 7.06 (d, J=1.2) 128.7 7.10 (d, J = 8.0) 128.4
18 | 7.26 (dd,J=12.4, 8.8) 128.4 7.27 (dd,J="1.9,7.0) 128.1
19 7.38 (1, J=1.6) 132.3 7.39 (¢, J=1.0) 132.1
20 | 7.26 (dd,J=12.4,8.8) 128.4 7.27 (dd,J=1.9, 7.0) 128.1
21 7.06 (d,J=1.2) 128.7 7.10 (d,J = 8.0) 128.4
22 1.01 (s) 28.6 1.03 (s) 28.3
23 0.94 (s) 20.7 0.95 (s) 20.5
24a 2.61 (m) 2.62 (m)
24b 2.61 (m) 291 2.62 (m) 289
25 5.30 (¢, J = 8.0) 119.2 530 (¢, J=17.4) 118.9
26 — 139.1 — 138.8
27 2.07 (m) 40.2 2.06 (m) 399
28 1.66 (s) 16.5 1.67 (s) 16.2
29 2.07 (m) 26.7 2.07 (m) 26.5
30 5.06 (br s) 124.4 5.07 (brs) 124.1
31 — 131.8 — 131.3
32 1.66 (s) 25.9 1.67 (s) 25.7
33 1.59 (s) 17.8 1.58 (s) 17.6
34 1.42 (s) 25.2 1.42 (s) 25.2
35 1.39 (s) 22.6 1.39 (s) 22.5




Table S7. '"H NMR (500 MHz, 6y, multi, (J in Hz) and 3C NMR (125 MHz) data of
compound 7 in acetone-dj.

7 f-Mangostin
No. (acetone-dp) (acetone-dp)
ou (ppm) J (Hz) oc (ppm) ou (ppm) J (Hz) oc (ppm)

1 — 160.7 — 159.7
2 - 111.9 — 111.4
3 — 164.6 — 163.5
4 6.52 (1H, s) 89.9 6.33 (1H, s) 88.8
4a — 155.6 — 155.6
5 6.87 (1H, s) 102.7 6.82 (1H, s) 101.5
6 — 156.3 — 154.4
7 — 144.6 — 142.5
8 — 138.1 — 137.0
8a — 112.8 — 112.3
9 — 182.9 — 181.9
Oa — 103.7 — 103.7
10a — 157.8 — 155.2
11 3.32(2H, d, J=6.6) 21.9 3.36 (2H, d, J = 6.8) 21.3
12 521 (1H,t,J=6.6) 123.3 5.29 (1H,t,J=6.8) 122.3
13 — 132.0 — 132.0
14 1.63 (3H, s) 25.9 1.85 (3H, ) 25.8
15 1.77 (3H, s) 17.8 1.82 (3H, s) 25.8
16 4.13 (2H, d, J = 6.6) 26.9 4.11 (2H,d,J=6.8) 26.5
17 527 (1H,t,J=6.6) 124.7 5.25 (1H,t,J=6.8) 123.2
18 — 131.5 — 131.7
19 1.65 (3H, s) 25.9 1.72 (3H, s) 18.2
20 1.83 (3H, s) 18.3 1.71 (3H, s) 17.7

1-OH 13.67 (1H, s) - 13.44 (1H, s) —

6-OH — — 6.43 (1H, s) —
3-OMe 3.97 3H, s) 56.6 3.82 (3H, s) 55.8
7-OMe 3.80 (3H, s) 61.3 3.92 (3H, s) 62.0

Table S8. 'H NMR (500 MHz, 8y, multi, (J in Hz) and '*C NMR (125 MHz) data of

compound 8 in CDCl;.
8 a-Mangostin
No. (CDCl5) (CDCl5)
Su (ppm) J (Hz) | Oc (ppm) Su (ppm) J (Hz) dc (ppm)
1 — 160.7 — 160.6
2 — 108.7 — 108.5
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a-Mangostin

No. (CDCly) (CDCly)
ou (ppm) J (Hz) oc (ppm) ou (ppm) J (Hz) oc (ppm)
3 - 161.8 - 161.6
4 6.30 (1H, s) 93.5 6.36 (1H, s) 93.3
4a - 154.7 - 154.5
5 6.83 (1H, s) 103.7 6.82 (1H, s) 102.8
6 - 155.9 - 155.8
7 - 142.7 - 142.5
8 - 137.2 - 137.0
8a - 112.3 - 112.2
9 - 182.1 - 182.0
9a - 101.7 - 101.6
10a - 155.2 - 155.3
11 3.44 2H,d, J="1) 21.6 3.45(2H, d, J= 6.6) 21.4
12 528 (1H,t,J="17) 121.6 529 (1H, t, J = 6.6) 121.5
13 - 132.3 - 131.1
14 1.84 (3H, s) 18.4 1.84 (3H, s) 18.2
15 1.83 (3H, s) 26.0 1.83 (3H, s) 25.8
16 408 2H,d,J=6.5) | 26.7 4.09 (2H, d, J = 6.6) 26.6
17 526(1H,t, J=6.5) | 123.3 526 (1H, t, J = 6.6) 123.1
18 - 135.8 - 135.6
19 1.77 (3H, s) 18.1 1.77 (3H, s) 17.9
20 1.69 (3H, s) 26.0 1.69 (3H, s) 25.8
1-OH - - 13.78 (1H, s) -

7-OCHj 3.80 (3H, s) 62.2 3.79 (3H, s) 62.0

Table S9. 'H NMR (500 MHz, &y, multi, (J in Hz) and 3C NMR (125 MHz) data of
compound 9 in acetone-d.

9 9-Hydroxycalabaxanthone
No. (acetone-dy) (CDCl,)
ou (ppm) J (Hz) oc (ppm) 6u (ppm) J (Hz) oc (ppm)
1 — 158.8 — 157.8
2 — 105.2 — 104.4
3 — 160.7 - nd
4 6.26 (1H, s) 94.6 6.24 (1H, s) 94.0
4a - 157.2 - 156.1
5 6.87 (1H, s) 102.9 6.83 (1H, s) 101.6
6 - 158.8 — 154.5
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9-Hydroxycalabaxanthone

No. (acetone-dj) (CDCl,)
ou (ppm) J (Hz) oc (ppm) ou (ppm) J (Hz) oc (ppm)

7 - 144.8 — 142.7
8 - 138.2 - 136.9
8a - 111.8 — 112.1
9 - 183.1 - 181.8
9a - 104.5 - 103.6

10 - - - -
10a _ 157.2 _ 155.6
11 6.68 (1H,d, J=10.0) | 116.0 6.73 (1H, d, J = 9.9) 115.6
12 572 (1H,d, J=10.0) | 1255 5.57(1H,d,J=9.9) 126.9
13 - 78.8 - 77.8
14 1.46 (3H, s) 28.5 1.46 (3H, s) 28.3
15 1.46 (3H, s) 28.5 1.46 (3H, s) 28.3
16 4.12 (2H, d, J = 6.5) 26.8 4.09 (2H, d, J = 6.6) 26.5
17 5.26 (1H, 1, J = 6.5) 124.6 527 (1H, t,J = 6.6) 123.1
18 - 131.6 - 131.8
19 1.82 (3H, s) 18.3 1.83 (3H, s) 18.1
20 1.65 (3H, s) 25.9 1.70 (3H, s) 25.6

1-OH 13.93 (1H, s) - 13.70 (1H, s) -

6-OH - - - -
7-OCH; 3.80 (3H, s) 61.3 3.81 (3H, s) 61.8

Table S10. '"H NMR (500 MHz, &y, multi, (/ in Hz) and '*C NMR (125 MHz) data of

compound 10 in acetone-dj.

10 Fuscaxanthone A
No. (acetone-dy) (acetone-dy
ou (ppm) J (Hz) | oc (ppm) ou (ppm) J (Hz) oc (ppm)
1 — 158.9 — 157.9
2 - 104.7 — 104.5
3 — 160.7 — 159.8
4 6.26 (1H, s) 94.7 6.24 (1H, s) 94.1
4a — 157.2 — 156.2
5 6.87 (1H, s) 102.9 6.83 (1H, s) 101.6
6 — 156.3 — 154.5
7 — 142.1 — 142.7
8 — 138.3 — 137.0
8a - 112.0 — 112.2

10




10 Fuscaxanthone A
No. (acetone-dj) (acetone-d,
ou (ppm) J (Hz) | 6c (ppm) éu (ppm) J (Hz) éc (ppm)

9 - 182.5 — 181.9
9a — 103.6 — 103.7

10 - - — —
10a — 157.8 — 155.7
11 6.68 (1H, d, J = 10.0) 116.0 6.72 (1H, d, J = 10.0) 115.7
12 5.72 (1H, d, J = 10.0) 128.5 5.56 (1H, d, J = 10.0) 127.1
13 — 78.3 — 77.9
14 1.46 (3H, s) 28.5 1.46 (3H, s) 28.3
15 1.46 (3H, s) 28.5 1.46 (3H, s) 28.3
16 4.13 (2H, d, J = 6.5) 26.8 4.09 2H, d, J = 6.5) 26.5
17 5.28 (1H, m) 124.7 5.26 (1H, m) 123.2
18 — 135.3 — 135.6
19 1.98 (2H, m) 40.5 2.01 (2H, m) 39.7
20 2.05 (2H, m) 27.3 2.04 (2H, m) 26.4
21 5.04 (1H, m) 125.2 5.02 (1H, m) 124.2
22 — 131.6 — 131.2
23 1.52 (3H, s) 17.8 1.54 (3H, s) 17.6
24 1.84 (3H, s) 16.5 1.82 (3H, s) 16.5
25 1.56 (3H, s) 25.7 1.60 (3H, s) 25.6

1-OH 13.93 (1H, s) - 13.55 (1H, s) —

6-OH 9.71 (1H, ) - 6.15 (1H, s) —
7-OCHj5 3.80 (3H, s) 61.4 3.73 (3H, s) 62.0

Table S11. '"H NMR (500 MHz, &y, multi, (/ in Hz) and '*C NMR (125 MHz) spectral
data comparison of compound 11 in acetone-d.

11 11-hydroxy-1-isomangostin
No. (acetone-dy) (acetone-dy)
% (ppm) J (Hz) c (ppm) %u (ppm) J (Hz) c (ppm)
1 — 156.0 — 155.9
2 — 105.5 — 105.0
3 — 161.2 — 161.0
4 6.39 (1H, s) 94.1 6.40 (1H, s) 94.2
4a — 157.6 — 157.6
4b — 154.9 — 154.9
5 6.71 (1H, s) 102.1 6.72 (1H, s) 102.1
6 — 155.6 — 155.8
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11

11-hydroxy-1-isomangostin

No. (acetone-dp) (acetone-dy)
% (ppm) J (Hz) Jc (ppm) % (ppm) J (Hz) Jc (ppm)
7 - 144.4 - 144.3
8 - 137.7 - 137.6
8a - 1154 - 115.1
9 - 176.1 - 176.3
9a - 107.9 - 107.7
10 2.57(1H,dd,J =16.8,7.8) 271 2.56 (1H, dd,J = 16.8, 7.8) 271
292 (1H, dd,J=16.8, 5.8) ' 294 (1H,dd, J =16.8,5.7) '
11 3.81(1H,dd,J=8,5.5) 09.1 3.82 (1H, dd,J=1.8,5.7) 69.0
12 - 78.6 - 78.5
13 1.30 (3H, s) 20.6 1.30 (3H, s) 20.6
14 1.43 (3H, s) 26.0 1.43 (3H, s) 26.0
15 4.09 2H, t,J=16) 26.6 4.09 (2H, d, J = 6.8) 26.6
16 531 (1H, ¢ J =6.8) 125.6 531 (1H, brt,J=16.8) 125.8
17 - 130.2 - 130.5
18 1.82 (3H, s) 26.1 1.81 (3H, brs) 26.1
19 1.65 (3H, s) 18.3 1.64 (3H, br s) 18.3
7-OMe 3.77 (3H, s) 61.2 3.77 (3H, s) 61.0

Table S12. Alpha-glucosidase inhibition (ICsg) by extracts of studied plant

Bio-source 1Csy

Extract Crude MeOH 27.7+0.5 ug/mL
Extract H >200 pg/mL
Extract EA 66.0 £2.6 ng/mL

Fraction Fractions EA1-EAS  >200 pg/mL
Fraction EA6 12.0 £ 0.4 pg/mL
Fractions EA7-EA11  >200 pg/mL
Fraction EA12 60.9 £ 1.2 pg/mL
Fraction EA13 >200 pug/mL
Fraction EA14 >200 pug/mL
Fraction EA15 66.9 + 3.7 ug/mL
Fraction EA16 1559+ 4.4 pg/mL

12
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Figure S1E. The HSQC spectrum of 1 in acetone-ds.
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Figure S2B. The 3C NMR spectrum of 2 in acetone-ds.
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Figure S2D. The NOESY spectrum of 2 in acetone-ds.
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Figure S10C. The JMOD spectrum of 10 in acetone-d.
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Figure S10D. The HMBC spectrum of 10 in acetone-ds.
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Qualitative Analysis Report
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Figure S11A. The HRESIMS spectrum of 11.
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Figure S11B. The 'H NMR spectrum of 11 in acetone-ds.
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Figure S11C. The *C NMR spectrum of 11 in acetone-ds.
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Acetone-dg 1.00 Acetone-dg 0.83 Acetone-dg 0.83

Chloroform-d  0.86/0.87 methanol-d, 0.93
Acetone-dg  0.96 ‘

planchoniones A and B Guttiferones Q and R
Trinh et al. 2023 Nguyen et al. 2011

Figure S12. The chemical shifts of the characteristic methyl group of
benzoylphloroglucinols 1-3, planchoniones A and B, guttiferones Q and R.
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Figure S13. The chemical shifts of the characteristic methyl group of

benzoylphloroglucinols from Vietnamese G. schomburgkiana fruits.

D.H. Le, K. Nishimura, Y. Takenaka, Y. Mizushina, T. Tanahashi. Polyprenylated Benzoylphloroglucinols with
DNA Polymerase Inhibitory Activity from the Fruits of Garcinia schomburgkiana. J. Nat. Prod. 2016,
79 (7), 1798-1807.

H.T. Nguyen, T.-T. Nguyen, T.-H. Duong, et al. o-Glucosidase Inhibitory and Antimicrobial
Benzoylphloroglucinols from Garcinia schomburgakiana Fruits: In Vitro and In Silico Studies.

Molecules 2022, 27 (8), 2574.

46



VAL A:387
-A:449' o

LEU 367 6.23
‘GLN.  A563

A:447
e P
A:789
401 -~

A:446

GLU ASP
: T . -

{‘\361‘ @ gn Adh
' A710 A786

TYR
'A:709-

Interactions
_ Pi-Pi T-shaped

EI van der Waals
[ Ptk

- Conventional Hydrogen Bond

- Pi-Sigma
Figure S14. one 2D diagram indicated the significant ligand interactions between pose 82/ compound
3 and residual amino acid on 4J5T enzyme.
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Figure S15. One ligand map indicated the secondary interactions between pose 82/compound 3 and
4J5T enzyme.
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Figure S16. One diagram showed the significant ligand interactions between pose 332/compound 4
and 4J5T enzyme.
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Figure S17. One ligand map showed the secondary interactions between pose 332/compound 4 and
4J5T enzyme.
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Figure S18. One diagram showed the significant ligand interactions between pose 160/compound 5
and 4J5T enzyme.
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Figure S19. One ligand map showed the secondary interactions between pose 160/compound 5 and
4J5T enzyme.
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Figure S20. One diagram showed the significant ligand interactions between pose 489/compound 7
and 4J5T enzyme.
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Figure S21. One ligand map showed the secondary interactions between pose 489/compound 7 and
4J5T enzyme.
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